Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.030; wR factor = 0.076; data-to-parameter ratio = 8.0. organic compounds o1818 Chakka et al.
The asymmetric unit cell of the title compound, C 18 H 18 N 2 O, contains four molecules. In the crystal structure, an intermolecular N-HÁ Á ÁN hydrogen bond helps to establish the packing.
Related literature
For the assymetric synthetic applications of oxazoline, see: Hargaden et al. (2009) . For tetraisoquinolines and their biological significance, see: Scott et al. (2002) . For ligand catalysis activity, see: Chakka et al. (2010) .
Experimental
Crystal data 
Data collection
Bruker Kappa DUO APEXII diffractometer Absorption correction: multi-scan (SADABS; Sheldrick, 1997) T min = 0.682, T max = 0.753 6634 measured reflections 1552 independent reflections 1479 reflections with I > 2(I) R int = 0.036 Refinement R[F 2 > 2(F 2 )] = 0.030 wR(F 2 ) = 0.076 S = 1.05 1552 reflections 195 parameters 1 restraint H atoms treated by a mixture of independent and constrained refinement Á max = 0.14 e Å À3 Á min = À0.12 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Data collection: SAINT (Bruker, 2006) ; cell refinement: DENZO-SMN (Otwinowski & Minor, 1997) ; data reduction: DENZO-SMN; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: SHELXL97.
(R)-4-Phenyl-2-[(S)-1,2,3,4-tetrahydroisoquinolin-3-yl]-4,5-dihydro-1,3-oxazole S. K. Chakka, T. Govender, H. G. Kruger and G. E. M. Maguire
Comment
Heterocyclic rings play roles in a number of key areas of organic and inorganic chemistry. As part of an ongoing study into the asymmetric hydrogen transfer reactions we made a series of ligands (Chakka et al., 2010) . The title compound (I) is one such molecule (Fig 1) . It combines for the first time two important heterocyclic rings into a single structure, namely oxazoline (Hargaden et al., 2009 ) and tetraisoquinoline (TIQ), (Scott et al., 2002) . The asymmetric unit cell contains four molecules. There are inter-molecular N(1)-H···N(1) bond interactions (2.212 Å) that hold the structure in two dimensional planes. The intermolecular distance value between ring centroids in the b axis direction (5.402 Å), suggests that there is no π-stacking interaction between parallel molecules ( Fig 2) .
Experimental
A solution of Cbz-protected TIQ-oxazoline (1.0 g, 2.89 mmol) in methanol (30 ml) was added to a suspension of 10 wt.% Pd/C (0.5 g) in methanol (10 ml). The reaction mixture was connected to an H 2 source at atmospheric pressure and stirred at room temperature for 3 h. Completion of the reaction was monitored by TLC using hexane/ethyl acetate (7:3) with the R f = 0.6. The Pd/C was filtered off over a celite pad and the filtrate was concentrated under reduced pressure to afford crude (I). The title compound was purified on a deactivated silica gel column packed with a suspension of silica gel in 20% Et 3 N/CH 2 Cl 2 . The silica was washed with 1% Et 3 N/CH 2 Cl 2 . The chromatography was then performed using 0-2% MeOH/1%Et 3 N/CH 2 Cl 2 as the eluent to afford TIQ-oxazoline product. M.p: 304 -306 K. 135.0, 133.3, 129.2, 128.7, 127.6, 126.5, 126.2, 126.1, 126.0, 69.4, 51.5, 47.6, 32.4. IR (neat): 3225, 1663 135.0, 133.3, 129.2, 128.7, 127.6, 126.5, 126.2, 126.1, 126.0, 69.4, 51.5, 47.6, 32.4. IR (neat): 3225, , 1493 135.0, 133.3, 129.2, 128.7, 127.6, 126.5, 126.2, 126.1, 126.0, 69.4, 51.5, 47.6, 32.4. IR (neat): 3225, , 1108 
Refinement
All hydrogen atoms, except H1N on N1, were positioned geometrically with C-H = 0.95 -1.00 Å and refined as riding on their parent atoms with U iso (H) = 1.2 -1.5 U eq (C). The hydrogen atoms H1N were located in the difference electron density maps and refined with simple bond length constraint. 
Special details
Experimental. Half sphere of data collected using SAINT strategy (Bruker, 2006 (6) 0.0336 (7) 0.0056 (6) 0.0025 (5) 0.0064 (5) N1 0.0279 (7) 0.0272 (7) 0.0267 (7) 0.0012 (7) 0.0002 (6) −0.0021 (6) N2 0.0249 (7) 0.0349 (8) 0.0257 (7) 0.0035 (7) −0.0025 (6) 0.0027 (7) 
